In the Schiff base molecule of the title compound, C 20 H 14 ClN 3 O 3 ÁCH 3 COOHÁH 2 O, the central benzene ring makes dihedral angles of 36.26 (7) and 27.59 (8) , respectively, with the terminal chlorophenyl and pyridine rings. In the crystal, the three components are linked by O-HÁ Á ÁO, N-HÁ Á ÁO, O-HÁ Á ÁN and C-HÁ Á ÁO hydrogen bonds into a double-tape structure along the a axis.
Related literature
For general background to the use of Schiff base derivatives in the development of protein and enzyme mimics, see: Santos et al. (2001) . For closely related crystal structures, see: Diao et al. (2007) ; Peralta et al. (2007) ; de Souza et al. (2007) ; Wardell et al. (2005) . For reference bond-length data, see: Allen et al. (1987) .
Experimental
Crystal data 
Data collection
Bruker SMART APEX CCD areadetector diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.928, T max = 0.979 5755 measured reflections 3936 independent reflections 2501 reflections with I > 2(I) R int = 0.019 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1; Ày þ 2; Àz þ 1; (ii) x; y; z À 1; (iii) x þ 1; y; z.
Data collection: SMART (Bruker, 1999 ); cell refinement: SAINT (Bruker, 1999) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL.
Supplementary data and figures for this paper are available from the IUCr electronic archives (Reference: IS5118). (Santos et al., 2001) . Among the large number of the compounds, isonicotinohydrazide forms a variety of Schiff bases with aldehydes, and the synthesis and crystal structures of some of them have been reported (Wardell et al., 2005; Peralta et al., 2007; .
In order to obtain more detailed information on the structural conformation of the molecule that may be of value in structure-activity analysis, we report here the synthesis and structure of the title compound, (I), as part of our study of isonicotinoylhydrazones (Diao et al., 2007) .
In (I) (Fig. 1) , the central benzene ring (C8-C14/O2) is nearly planar, with an r.m.s. deviation for fitted atoms of 0.0255 Å. This plane makes dihedral angles of 27.59 (8) and 36.26 (7)° with the pyridine ring (C16-C20/N3) and the terminal benzene ring (C1-C6),respectively. The dihedral angle between the pyridine ring and the benzene ring is 26.03 (7)°. All bond lengths are within normal ranges (Allen et al., 1987) .
The acetic acid molecule and the water molecule are effectively tethered to the Schiff base component by a combination of independent hydrogen bonds, two O-H···O, one N-H···O, one O-H···N and one C-H···O types ( Fig. 2 and Table   2 ).
Experimental
An anhydrous ethanol solution (50 ml) of 3-formylphenyl 4-chlorobenzoate (2.61 g, 10 mmol) was added to an anhydrous ethanol solution (50 ml) of isonicotinohydrazide (1.37 g, 10 mmol) and the mixture stirred at 350 K for 5 h under N 2 , giving a white precipitate. The product was isolated, recrystallized from ethanol, and then dried in a vacuum to give pure compound (I) in 72% yield. Colorless single crystals of (I) suitable for X-ray analysis were obtained by slow evaporation of a solution of ethanol and acetic acid (80:20 v/v).
Refinement
The H atoms of the water molecules were located in a difference Fourier map and refined, with distance restraints of O-H = 0.85 (1) and H···H = 1.45 (1) Å, and with U iso (H) = 1.5U eq (O). Other H atoms were included in calculated positions and refined using a riding model approximation. 
Computing details
Data collection: SMART (Bruker, 1999 ); cell refinement: SAINT (Bruker, 1999) ; data reduction: SAINT (Bruker, 1999);  program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication:
SHELXTL (Sheldrick, 2008) .
Figure 1
The structure of the title compound with displacement ellipsoids for non-H atoms drawn at the 50% probability level. Extinction correction: SHELXL97 (Sheldrick, 2008) Symmetry codes: (i) −x+1, −y+2, −z+1; (ii) x, y, z−1; (iii) x+1, y, z.
